Structure, bonding, aromaticity and reactivity of Roesky's sulfoxide.
The molecular and crystal structure of 1-oxo-1,2,4,3,5-trithiadiazole () has been studied experimentally by the determination of the crystal structure and theoretically at the DFT/B1B95/aug-cc-pVTZ level of theory. The combination of the geometrical data with a number of properties of the title compound, consisting of orbital topologies, Hirshfeld charges and bond orders, aromaticity parameters and Fukui functions, led to a description of its structure, aromaticity and reactivity. In addition, the nature of the long sulfur-sulfur bond has been investigated. The bands in newly recorded infrared and Raman spectra have been assigned to the normal vibrations of the molecule, based on calculated vibrational data. The results of theoretical calculations of the 14N NMR chemical shifts have been compared to the experimentally obtained shifts.